S5 Details of LC-MS/MS analysis
Chromatographic separation was achieved using a Zorbax Eclipse Plus C-18 column (2.1 x 150 mm, 3.5 mm, Agilent Technologies, Waldbronn, Germany). Ultrapure water and methanol (both supplemented with 0.1% formic acid) served as mobile phase A and B. The gradient elution applied was as follows: 100% A for 1 min, decrease to 80% A within 1 min, further decrease to 0% A within 14.5 min, hold isocratic at 0% A for 5.5 min, increase to initial conditions (100% A) within 0.1 min and hold isocratic for 6 min. The total runtime was 28 min and the flowrate and column temperature were set to 0.3 mL/min and 30°C respectively.
All target compounds were measured within one chromatographic run by scheduled multiple reaction monitoring (sMRM) using electrospray ionization (ESI) in both negative and positive mode. For polarity switching the settling time was set to 50 ms. The sMRM parameters were set as follows:
detection window, 80 s; target scan time, 0.2 s; pause time, 3 ms. At least two mass transitions were measured for quantification and confirmation.
The limit of quantification (LOQ) was derived from the signal-to-noise (S/N) ratio in the native samples. At the LOQ, the S/N ratio of the mass transitions used for quantification and confirmation had to be at least 10 and 3 respectively. An internal standard calibration was used for quantification.
The accuracy and precision of the method was checked within each measurement series by recovery experiments (spiking level 1 µg/L, n ≥ 3) and repeated injections of reference samples. The results were only considered valid if the recovery was in the range of 75-125%. 
